Since the discovery of glassy systems, based on multi-component alloys, in the early 1990s, bulk metallic glasses (BMGs, with thickness or diameter larger than 1 mm) have been extensively studied [1] . However, the understanding of the atomic structure of BMGs far lags behind [2] , which is mainly caused by the complexity of multi-component BMGs. BMGs produced usually contain three or more elements. However, simpler systems should be of great interest, fundamentally as well as technologically, since they would facilitate the determination of atomic structure for a given BMG, which has been a long-standing problem [2] . Recently, binary Cu-Zr BMGs have been synthesized. It was found that the glass forming ability in the system strongly depends on compositions, even narrow down to 1 at.%. Thus, to determine the atomic structure of binary Cu-Zr BMG becomes very important. In this letter, atomic structures of Cu 64.5 Zr 35.5 BMG, together with eutectic composition Cu 61.8 Zr 38.2 MG ribbon for a comparison, have been investigated by a combination of state-of-the-art experimental techniques (synchrotron radiation-based x-ray diffraction (XRD) and extended x-ray absorption fine structure (EXAFS)) with computational methods (reverse Monte Carlo (RMC) and ab initio molecular dynamics (VASP) simulation). Three-dimensional (3D) atomic configuration of the binary Cu 64.5 Zr 35.5 BMG is established. The atomic arrangements from short to medium range order are envisaged and compared between both glasses. The high energy x-ray diffraction was measured on the BW5 station by using synchrotron radiation with voltage of 120 keV at HASYLAB/DESY, Hamburg. EXAFS spectra at Cu K-edge (8979 eV) and Zr K-edge (17998 eV) were collected in transmission mode at the beam line X1 of HASYLAB. Standard data analysis was carried out by Viper program [3] , and FEFF-8 code [4] being used to calculate the scattering amplitudes and phase shifts. ). It is clear that the shell numbers of these two MGs are almost the same. In order to get more reliable atomic structural configuration, we performed RMC simulation simultaneously by using three experimental data (one S(Q) and two EXAFS Zr and Cu K-edge (χ(k)) spectra). (b) and (c) display the comparison in S(q) and EAXFS spectra (Cu K-edge 
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